LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF090518\

Data File : BF108790.D

Aca On : 5 Sep 2018 22:34

Operator : JU/SJ

a?ggle ; J4741-20 5X AOC3.01.D
ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF090518 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.913 434 438 447 rVB 32926 37591 1.86% 0.223%
2 5.331 505 509 512 rBV 967496 821827 40.64% 4.875%
3 6.354 679 683 686 rBY 1089617 882934 43.66% 5.237%
4 6.495 703 707 710 rBVY 1103886 869755 43.01% 5.159%
5 6.731 744 747 751 rBVY 1889290 1636670 80.93% 9.708%
6 6.890 770 774 777 rBV 732940 579756 28.67% 3.439%
7 7.284 838 841 845 rBV 553562 448697 22.19% 2.662%
8 8.013 961 965 969 rBY 2484894 2022395 100.00% 11.996%
9 9.089 1144 1148 1151 rBV 1125485 859193 42.48% 5.097%
10 9.478 1211 1214 1218 rBV 179915 155626 7.70% 0.923%

11 9.766 1259 1263 1266 rBV 2161392 1900925 93.99% 11.276%
12 10.542 1391 1395 1401 rBV 408984 345824 17.10% 2.051%
13 11.236 1510 1513 1516 rBV 1939320 1675853 82.86% 9.941%

14 11.260 1516 1517 1521 rVB 84325 50582 2.50% 0.300%
15 11.778 1600 1605 1608 rBV2 26599 35706 1.77% 0.212%
16 11.848 1614 1617 1623 rVB4 24600 38526 1.90% 0.229%

17 12.442 1715 1718 1722 rVB 214666 176163 8.71% 1.045%
18 12.672 1752 1757 1759 rBV 165190 182064 9.00% 1.080%
19 12.819 1778 1782 1788 rVB 873970 703875 34.80% 4_.175%

20 13.001 1811 1813 1818 rVB3 31211 31006 1.53% 0.184%
21 13.189 1843 1845 1849 rBv4 28779 40466 2.00% 0.240%
22 13.860 1955 1959 1962 rBV 1711212 1773553 87.70% 10.520%
23 13.883 1962 1963 1966 rVB 95026 77447 3.83% 0.459%

24 14.654 2092 2094 2098 rVB2 121996 112918 5.58% 0.670%
25 14.971 2146 2148 2154 rVB 167837 197452 9.76% 1.171%
26 15.266 2194 2198 2205 rVB 1012275 1201507 59.41% 7.127%

Sum of corrected areas: 16858311
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF090518\

BF108790.D

5 Sep 2018 22:34

JussJ

J4741-20 5X

10 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF090518.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\
Data File : BF108790.D

Aca On : 5 Sep 2018 22:34

Operator : JU/SJ

Sample : J4741-20 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown6.50 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.50 10.63 ng 869755 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 708 (6.501 min): BF108790.D (-703) (-) m/z 132.00 100.00%
132.0
5000
68.1
200 %20 J "% ok ok b
01 et m/z 68.10 34 .49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IESE RS BURSE RSN AR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.98%
01 AL SN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
620 640 6.60 6.80
5000 m/z 66.00 22.16%
104.0
0 27'0 5]\-”.\0 66‘.0 \H\ 89'0 “
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A e AR
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 13.54%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|‘h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| R R RRaR
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\
Data File : BF108790.D

Aca On : 5 Sep 2018 22:34

Operator : JU/SJ

Sample : J4741-20 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14 .97 3.29 ng 197452 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 89
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 89
3 Hexacosane 366 C26H54 000630-01-3 76
4 Tricosane. 2-methvl- 338 C24H50 001928-30-9 68
5 Tetracosane 338 C24H50 000646-31-1 68
Abundance Scan 2148 (14.971 min): BF108790.D (-2146) (-) m/z 57.10 100.00%
57.1
5000
252.1
91 a1 14,60 14.80 15.00 15.20
Ob s ,I.l. AL dip, 18410190 | 28513103570 4122 | g moT G g 77
m/z--> 50 100 150 200 250 300 350 400
Abundance #83025: Hexadecane
57.0
5000 L AL BURBLE BRI UL B

14,60 14.80 15.00 15.20
m/z 43.10 57.61%

023,b. 1 J9?-°‘ 141.0 183.0 226.0

B e e e A LN B L B i o o i o

m/z--> 50 100 150 200 250 300 350 400

Abundance #185535: Heptadecane, 9-octyl-

57.0
R e A EEERE
14.60 14.80 15.00 15.20
5000 m/z 85.10 51.04%

99.0
L J Lyl 1410 1830 2300 5810 3230

L e N e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194492: Hexacosane A N B
57.0 14.60 14.80 15.00 15.20
m/z 252.10 26.44%
5000
99.0 366.0
‘] J | 141.0 183.0 225.0 267.0 309.0
S SV Y Wl T i v A M
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF090518\
Data File : BF108790.D

Acq On : 5 Sep 2018 22:34

Operator : JU/SJ

Sample : J4741-20 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .50 6.50 10.6 ng 869755 1 6.73 1636670 20.0
Hexadecane 14.97 3.3 ng 197452 6 15.27 1201510 20.0
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